Sibiralactone (1), a new monoterpene derivative, was isolated from the leaves of Sibiraea angustata. The structure was determined by the analysis of its NMR data and the absolute configuration was established by TDDFT ECD calculation of the solution conformers.
Sibiraea angustata (Rehd.) Hand.-Mazz. is indigenous of the bush flora and gravel areas found in Qinghai, Gansu, Sichuan and Yunnan provinces of China at an altitude of 3000-4000 m [1] . When it is fed to domestic animals, loss of weight was observed [2a] . Previous phytochemical investigations of the plant revealed the presence of several triterpenoids, phenolic acids, fatty alcohols [2b-2e] and a monoterpene lactone, 1-O--D-glucopyranosylgeraniol-10,5-olide exhibiting lipid metabolism-ameliorating and hypoglycemic activity [3] . Herein we report the structure elucidation of sibiralactone (1), the second monoterpene lactone from S. angustata leaves.
Sibiralactone (1) was determined as C 10 H 16 O 4 on the basis of a HRESI-MS peak of [M + Na] + at 223.0942 (Calcd. 223.0946), indicating three degrees of unsaturation. The IR spectrum showed absorption bands characteristic of hydroxyl groups (3307 cm -1 ) and a -lactone moiety (1780 cm -1 ). The 1 H NMR spectrum showed proton signals for two isolated methyl groups [ H 1 For the determination of absolute configuration, the electronic circular dichroism (ECD) spectra were calculated with three functionals (B3LYP, BH&HLYP, PBE0) for the computed four lowest-energy conformers (with populations larger than 5%) of (4S, 5S, 6R)-1 and the Boltzmann-weighted ECD spectrum was compared with the experimental ECD curve. Since the calculated and experimental ECD curves were mirror images (Figure 2) , the absolute configuration of sibiralactone (1) was determined as (+)-(4R, 5R, 6S). 
Extraction and isolation:
Powdered leaves of S. angustata (5 kg) were extracted with 80% aq. ethanol under reflux. The extracts were evaporated in vacuo, then partitioned between H 2 O and EtOAc. The EtOAc extract (185 g) was chromatographed over a silica gel column (2000 g, 100-200 mesh), eluted with a gradient solvent system [CHCl 3 -MeOH (90:1-2:1)] to give 12 fractions (Fr.1-12). Fr. 4 (2.9 g) was chromatographed over a silica gel column (200-300 mesh, 60 g) eluted with solvent systems of light petroleum-acetone (5:1) and cyclohexane-EtOAc (4:1) to afford compound 1 (24 mg). 
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Computational section:
Conformational searches were carried out by means of the Macromodel 9.7.211 [4] software using Merck Molecular Force Field (MMFF) with implicit solvent model for chloroform. Geometry reoptimizations at B3LYP/6-31 G(d) level of theory followed by TDDFT calculations using various functionals (B3LYP, BH&HLYP, PBE0) and TZVP basis set were performed by the Gaussian 03 [5] package. Boltzmann distributions were estimated from the ZPVE corrected B3LYP/6-31 G(d) energies. ECD spectra were generated as the sum of Gaussians [6] with 3000 cm -1 half-height width (corresponding to ca. 12 nm at 200 nm), using dipole-velocity computed rotational strengths for conformers above 5%. The MOLEKEL [7] software package was used for visualization of the results.
